Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.005 Å; R factor = 0.051; wR factor = 0.152; data-to-parameter ratio = 14.5.
Related literature
For the biological activity of nitronyl nitroxides, see: Soule et al. (2007 and for their coordination properties, see: Masuda et al. (2009) . For related structures, see: Iqbal et al. (2009) ; Wang et al. (2009) . For puckering parameters, see: Cremer & Pople (1975) . Mo K radiation = 0.23 mm À1 T = 296 K 0.34 Â 0.29 Â 0.18 mm
Data collection
Bruker APEXII CCD diffractometer Absorption correction: multi-scan (SADABS; Sheldrick, 2008a) T min = 0.928, T max = 0.960 9089 measured reflections 3342 independent reflections 1791 reflections with I > 2(I) R int = 0.051 Refinement R[F 2 > 2(F 2 )] = 0.051 wR(F 2 ) = 0.152 S = 1.03 3342 reflections 230 parameters H-atom parameters constrained Á max = 0.19 e Å À3 Á min = À0.18 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) Àx þ 1; Ày; Àz; (ii) Àx þ 3 2 ; y À 1 2 ; Àz þ 1 2 .
Data collection: APEX2 (Bruker, 2007) ; cell refinement: SAINT (Bruker, 2007) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008b) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008b) ; molecular graphics: ORTEPIII (Burnett & Johnson, 1996) and ORTEP-3 for Windows (Farrugia, 1997) ; software used to prepare material for publication: SHELXTL (Sheldrick, 2008b) and PLATON (Spek, 2009 (Spek, ). al., 2009 Wang et al., 2009) . The title compound can also be used for coordination with many metal cations, such as Mn 2+ , Cu 2+ and Ni 2+ leading to some molecule based magentic materials (Masuda, et al., 2009 ).
In the title compound, the indole ring system has an envelope conformation with puckering parameters Q(2)= 0.370 (4)Å and φ= 78.0 (5)° (Cremer & Pople, 1975) whereas the nitronyl nitroxide moiety displays a half-chair or twisted conformation with Q(2)= 0.228 (3)Å and φ= 308.6 (7)°. Occurence of C-H···O hydrogen bonds build up a three dimensional network (Table 1) .
Experimental 2,3-Dimethyl-2,3-bis(hydroxylamino) butane (1.48 g, 10.0 mmol) and 1-(4-chlorobenzoyl)pyrrolidine-2-carbaldehyde (2.38 g, 10.0 mmol) were dissolved in methanol. The reaction was stirred for 10 h at reflux temperature, then cooled to room temperature and filtered. The cake was suspended in dichloromethane (150.0 ml) and cooled at ice bath for 10 min,Then the reaction mixture was added to an aqueous solution of NaIO 4 and stirred for 15 min to give a amaranthine solution. The aqueous phase was extracted with CH 2 Cl 2 and the organic layer was combined and dried over MgSO 4 . Then the solvent was removed to give a amaranthine residue which was purified by a flash column chromatography with the elution of n-hexane/ethyl acetate (1:1) to yield the title compound (I) as a dark amaranthine powder. Single crystals of compound (I) were obtained from the 1/1 mixed solution of n-heptane and dichloromethane.
Refinement
All H atoms attached to C atoms were fixed geometrically and treated as riding with C-H = 0.96 Å (methyl), 0.97 Å (methylene) and 0.93 Å (aromatic) with U iso (H) = 1.2U eq (C) or U iso (H) = 1.5U eq (Cmethyl). 
Special details
Geometry. All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; correlations between esds supplementary materials sup-3 in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell esds is used for estimating esds involving l.s. planes.
Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) 
